. Photograph showing the solubility of 3 mg in 200l chloroform solution (15 mg/ml) of (a) BPTICNP-2 at room temperature, (b) BPTICNP-3 at room temperature (c) BPTICNP-3 after heating to 50 o C in a hot-water bath for 10 mins. The oxidation reaction of BPTICNP-2 radical anion on electrode with dissolved O2 in water can be described as
At 25 0 C and 1 atm condition, [O2] is 253.8 nmol/ml in water. It means that the amount of dissolved O2 is 1.02 × 10 -6 mol in a 4 ml UV/Visible cuvette. This value is much higher than the loading of BPTICNP-2 on the electrode, which is 1.31 × 10 -8 mol cm -2 × 3 cm × 0.7 cm = 2.76 × 10 -8 mol. Moreover, the oxidation reaction was performed open to air.
Thus, it is reasonable to assume [O2] as a constant in the whole reaction.
Consequently, the oxidation reaction can be considered as a first-order reaction. ; -•-) of stacked geometries of anti-BPTICNP-3 (a) and (b) with various displaced distances in X and Y. All the interplanar distances in Z-axis fixed at 3.5 Å and fixed distances in X-axis or Y-axis are mentioned in figure. The translated BPTICNP-3 is highlighted in black. The marked gray area is the range of local minimum of binding energy.
As seen in Figure S4 (a), a local minimum of binding energy of -52.4 kcal/mol is observed when the top BPTICNP-3 (highlighted in black) is at X = 1 Å and Y = 3.5 Å. Another geometry in Figure S4 5. local minimal BPTICNP-3 dimer geometry in Figure S4 (a) 6. local minimal BPTICNP-3 dimer geometry in Figure S4 (b) 
